Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.036; wR factor = 0.098; data-to-parameter ratio = 17.3.
There are two molecules in the asymmetric unit of the title compound, C 23 H 21 BrN 2 O 4 , which differ in the conformation of their ethoxy residues, i.e. almost co-planar with the pyridine ring in one molecule [C-O-C-C = À174.0 (2) ] but almost perpendicular in the other [C-O-C-C = 92.8 (3) ]. The dihedral angles between the central pyridine ring and the 4-bromophenyl and 2,4,5-trimethoxyphenyl rings are 11.05 (12) and 63.78 (12) , respectively, in one molecule; the corresponding angles in the other molecule are 30.38 (13) and 65.38 (13) , respectively. In the crystal structure, pairs of molecules are arranged in a face-to-face sandwich structure which further stacks along the b axis. The crystal packing features C-HÁ Á Á interactions and BrÁ Á ÁO [3.5417 (17) 
Related literature
For hydrogen-bond motifs, see: Bernstein et al. (1995) . For the synthesis and applications of nicotinonitrile derivatives, see: Borgna et al. (1993) ; Goda et al. (2004) . For related structures, see Chantrapromma et al. (2009 Chantrapromma et al. ( , 2010 . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of C7A-C11A/N1A and C12A-C17A rings, respectively. Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx; Ày þ 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009). in molecule B are 30.38 (13) and 65.38 (13) °. All three methoxy groups are nearly co-planar with the attached benzene ring [torsion angles C20-O2-C13-C14 = -11.6 (4) °, C21-O3-C15-C16 = 180.0 (2) ° and C22-O4-C16-C17 = 8.1 (4) ° in molecule A; and the corresponding values are -5.5 (4), -175.5 (2) and -7.7 (4) ° in molecule B]. Weak intramolecular C1A-H1AA···N1A (in molecule A) and C18B-H18C-N1B (in molecule B) interactions generate S(5) ring motifs (Bernstein et al., 1995) . The bond distances are comparable with those in closely related structures (Chantrapromma et al., 2009; 2010) .
In the crystal structure ( Fig. 2) , the molecules are arranged into a face-to-face sandwich-like structure which further stack along the b axis. The crystal is consolidated by C-H···π interactions (Table 1) (15) Å (symmetry code: 1-x, 1-y, 1-z) and Cg 2 ···Cg 3 = 3.6882 (15) Å (symmetry code: -x, 1-y, 1-z) are observed; Cg 1 , Cg 2 , Cg 3 and Cg 4 are the centroids of C7A-C11A/N1A, C12A-C17A, C7B-C11B/N1B, and C12B-C17B rings, respectively.
S2. Experimental
(E)-1-(4-Bromophenyl)-3-(2,4,5-trimethoxyphenyl)prop-2-en-1-one (0.57 g, 0.0015 mol) was added with continuous stirring to a freshly prepared sodium alkoxide solution (0.0014 mol of sodium in 100 ml of ethanol). Malononitrile (1.3 g, 0.02 mol) was then added with continuous stirring at room temperature until the precipitate separated out. The resulting solid was filtered (yield 68 %). Colorless needle-shaped single crystals of the title compound were obtained by recrystallization from ethanol by the slow evaporation of the solvent at room temperature after several days, Mp. 460-461 K.
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S3. Refinement
All H atoms were positioned geometrically and allowed to ride on their parent atoms, with d(C-H) = 0.93 Å for aromatic-H, 0.97 for CH 2 and 0.96 Å for methyl-H atoms. The U iso values were constrained to be 1.5U eq of the carrier atom for methyl-H atoms and 1.2U eq for the remaining H atoms. A rotating group model was used for the methyl groups.
Figure 1
The molecular structure of the title compound, showing 50% probability displacement ellipsoids and the atom-numbering scheme. Intramolecular C-H···N interactions are shown as dashed lines. supporting information sup-3 Acta Cryst. (2010) . E66, o641-o642
Figure 2
The crystal packing of the title compound viewed along the c axis. 
6-(4-Bromophenyl)-2-ethoxy-4-(2,4,5-trimethoxyphenyl)nicotinonitrile
w = 1/[σ 2 (F o 2 ) + (0.0443P) 2 + 0.7288P] where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.79 e Å −3 Δρ min = −0.38 e Å −3
Special details
Experimental. The crystal was placed in the cold stream of an Oxford Cryosystems Cobra open-flow nitrogen cryostat (Cosier & Glazer, 1986) operating at 100.0 (1) K. Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0277 (12) 0.0230 (10) 0.0192 (9) 0.0039 (9) 0.0058 (9) 0.0030 (8) O2B 0.0216 (11) 0.0272 (10) 0.0189 (9) −0.0078 (9) −0.0012 (8) 0.0018 (8) O3B 0.0241 (11) 0.0224 (10) 0.0155 (9) −0.0003 (9) 0.0016 (8) 0.0065 (7) O4B 0.0233 (11) 0.0212 (9) 0.0160 (9) −0.0030 (9) −0.0007 (8) 0.0027 (7) N1B 0.0122 (11) 0.0194 (11) 0.0160 (10) −0.0021 (10) −0.0012 (9) 0.0011 (9) 118.5 (2) C11B-N1B-C7B 117.5 (2) C2A-C1A-C6A 121.6 (2) C2B-C1B-C6B 121.9 (2) C2A-C1A-H1AA 119.2 C2B-C1B-H1BA 119.1 C6A-C1A-H1AA 119.2 C6B-C1B-H1BA 119.1 C3A-C2A-C1A 118.5 (2) C1B-C2B-C3B 118.1 (2) C3A-C2A-H2AA 120.8 C1B-C2B-H2BA 121.0 C1A-C2A-H2AA 120.8 C3B-C2B-H2BA 121.0 C2A-C3A-C4A 121.9 (2) C4B-C3B-C2B 121.9 (2) C2A-C3A-Br1A 119.47 (19) C4B-C3B-Br1B 118.4 (2) C4A-C3A-Br1A 118.59 (19) C2B-C3B-Br1B 119.7 (2) C5A-C4A-C3A 119.0 (2) C5B-C4B-C3B 119.0 (2) C5A-C4A-H4AA 120.5 C5B-C4B-H4BA 120.5 C3A-C4A-H4AA 120.5 C3B-C4B-H4BA 120.5 C4A-C5A-C6A 120.9 (2) C4B-C5B-C6B 120.9 (2) C4A-C5A-H5AA 119.6 C4B-C5B-H5BA 119.6 C6A-C5A-H5AA 119.6 C6B-C5B-H5BA 119.6 C1A-C6A-C5A 118.1 (2) C1B-C6B-C5B 118.3 (2) C1A-C6A-C7A 119.7 (2) C1B-C6B-C7B 121.1 (2) C5A-C6A-C7A 122.3 (2) C5B-C6B-C7B 120.6 (2) N1A-C7A-C8A 121.5 (2) N1B-C7B-C8B 122.5 (2) N1A-C7A-C6A 115.7 (2) N1B-C7B-C6B 116.2 (2) C8A-C7A-C6A 122.7 (2) C8B-C7B-C6B 121.3 (2) C7A-C8A-C9A 120.1 (2) C9B-C8B-C7B 120.1 (2) C7A-C8A-H8AA 119.9 C9B-C8B-H8BA 119.9 C9A-C8A-H8AA 119.9 C7B-C8B-H8BA 119.9 C10A-C9A-C8A 118.3 (2) C8B-C9B-C10B 117.4 (2) C10A-C9A-C12A 121.2 (2) C8B-C9B-C12B 121.1 (2) C8A-C9A-C12A 120.5 (2) C10B-C9B-C12B 121.5 (2) C9A-C10A-C11A 118.0 (2) C9B-C10B-C11B 118.8 (2) C9A-C10A-C23A 121.0 (2) C9B-C10B-C23B 121.1 (2) C11A-C10A-C23A 121.0 (2) C11B-C10B-C23B 120.0 (2) N1A-C11A-O1A 119.7 (2) N1B-C11B-O1B 121.1 (2) N1A-C11A-C10A 123.5 (2) N1B-C11B-C10B 123.4 (2) O1A-C11A-C10A 116.8 (2) O1B-C11B-C10B 115.5 (2) C13A-C12A-C17A 119.3 (2) C13B-C12B-C17B 119.0 (2) C13A-C12A-C9A 120.6 (2) C13B-C12B-C9B 120.9 (2) Symmetry codes: (i) −x+1, −y+1, −z+1; (ii) −x, −y+1, −z+1.
